Key indicators: single-crystal X-ray study; T = 123 K; mean (C-C) = 0.002 Å; disorder in main residue; R factor = 0.055; wR factor = 0.176; data-to-parameter ratio = 21.0.
In the title compound, C 11 H 13 N 3 O, the phenyl ring is disordered over two sites, with occupancy factors in a 0.520 (17):0.480 (17) ratio. The dihedral angle between the ring planes of the major and minor components of the disordered ring is 12.9 (2) . In the crystal, molecules are linked by N-HÁ Á ÁO hydrogen bonds, forming R 2 2 (8) ring motifs. C-HÁ Á ÁO, C-HÁ Á ÁN and C-HÁ Á Á interactions also occur.
Related literature
For background to the biological activity of semicarbazones, see: Beraldo et al. (2002) ; Teixeira et al. (2003) ; Du et al. (2004) ; Kucukguzel et al. (2006) ; Beraldo & Gambino (2004) . For related structures, see: Naik & Palenik (1974) ; Wang et al. Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the disordered benzene rings C1A -C6A and C1B-C6B, respectively. Symmetry codes: (i) Àx þ 1 2 ; Ày þ 1 2 ; Àz þ 3; (ii) Àx þ 1; y; Àz þ 7 2 ; (iii) Àx þ 1 2 ; Ày þ 1 2 ; Àz þ 2; (iv) x; Ày þ 1; z À 1 2 .
Data collection: CrysAlis PRO (Oxford Diffraction, 2007); cell refinement: CrysAlis PRO; data reduction: CrysAlis RED (Oxford Diffraction, 2007); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) and PLATON (Spek, 2009 ). BN thanks the UGC for financial assistance through SAP and BSR one-time grants for the purchase of chemicals. HSY thanks the University of Mysore for research facilities. RJB wishes to acknowledge the NSF-MRI program (grant CHE-0619278) for funds to purchase the diffractometer. 
Comment
Semicarbazones presents a wide range of biological applications such as antitumoral, anticonvulsant, anti-trypanosomal, herbicidal and biocidal activities (Beraldo & Gambino, 2004; Beraldo et al., 2002; Teixeira et al., 2003) . They can also be used as important intermediates in organic synthesis, mainly for obtaining heterocycle rings, such as thiazolidones, oxadiazoles, pyrazolidones, and thiadiazoles (Du et al., 2004; Kucukguzel et al., 2006) Crystal structures of some semicarbazone derivatives, viz., acetone semicarbazone and benzaldehyde semicarbazone (Naik & Palenik, 1974) ; 3,4-methylenedioxybenzaldehyde semicarbazone (Wang et al.,2004) ; 4-(methylsulfanyl)benzaldehyde thiosemicarbazone (Yathirajan et al., 2006) and 4-(Methylsulfanyl)benzaldehyde semicarbazone (Sarojini et al., 2007) have been reported. In view of the importance of semicarbazones, the title compound (I) was prepared and its crystal structure is reported. Fig. 1 shows the molecular structure of the title compound (I) with the disordered phenyl ring. The dihedral angle between the major and minor disorder components of the phenyl ring is 12.9 (2)°. The C7-C8-C9-C10, C7-C8-C9-N1, C10-C9-N1-N2, C8-C9-N1-N2, N1-N2-C11-N3 and N1-N2-C11-O1 torsion angles are -2.7 (2), 178.13 (13), -1.37 (19), 179.53 (10), -1.40 (17) and 179.22 (11)°, respectively, and indicate planarity in the molecule.
In the crystal, the molecules form centrosymmetric dimers with an R 2 2 (8) ring motif through a pair of N-H···O hydrogen bonds. These dimers are further connected into a three-dimensional network by intermolecular C-H···O and C-H···N hydrogen bonds (Table 1 , Fig. 2 ). Weak intermolecular C-H···π interactions further stabilize the crystal structure.
Experimental
To a mixture of a benzylidene acetone (1.46 g, 0.01 mol) and semicarbazide hydrochloride (1.12 g, 0.01 mol) in 50 ml ethanol was added a sodium acetate solution (2 g in 5 ml water) which was then refluxed for 4 h. The resultant solution was concentrated to half of its volume and poured into 50 ml ice-cold water. The precipitate thus formed was collected by filtration and purified by recrystallization from ethanol. The single crystal was grown from its absolute alcohol solution by slow evaporation. The yield was 74%. (M.pt. 455-459 K).
Refinement
The phenyl ring is disordered over two positions with refined site occupancies of 0.520 (17) and 0.480 (17). All H atoms were placed in idealised positions and refined in the riding model approximation [N-H = 0.88 Å, aromatic C-H = 0.95 Å and methyl C-H = 0.98 Å, and with U iso (H) = 1.2 or 1.5 U eq (parent atom)]. In the crystal structure, there is an 206 Å 3 void, but the low electron density (0.26 e.Å -3 ) in the difference Fourier map suggests no solvent molecule occupying this void. Refinement. Refinement on F 2 for ALL reflections except those flagged by the user for potential systematic errors. Weighted Rfactors wR and all goodnesses of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The observed criterion of F 2 > σ(F 2 ) is used only for calculating -R-factor-obs etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (11) C2B-C3B-C4B-C5B 0.0 (7) N1-N2-C11-N3 −1.40 (17) C3B-C4B-C5B-C6B 0.0 (8) C6B-C1B-C2B-C3B 0.0 (7) C4B-C5B-C6B-C1B 0.0 (8) C7-C1B-C2B-C3B −179.2 (4) C1B-C7-C8-C9 175.5 (2) C2B-C1B-C6B-C5B 0.0 (8) C7-C8-C9-N1 178.13 (13) C7-C1B-C6B-C5B 179.1 (4) C7-C8-C9-C10 −2.7 (2)
Hydrogen-bond geometry (Å, °) Cg1 and Cg2 are the centroids of the disordered benzene rings C1A -C6A and C1B-C6B, respectively. (5) 138 C4A-H4AA···Cg1 iv 0.95 2.76 3.590 (5) 146 C4A-H4AA···Cg2 iv 0.95 2.93 3.714 (5) 
